Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.002 Å; R factor = 0.044; wR factor = 0.116; data-to-parameter ratio = 16.1. organic compounds o1808 Bugenhagen et al.
In the title molecule, C 9 H 9 NO 2 , the non-H atoms are essentially coplanar with a maximum deviation of 0.027 (2) Å for the C atom of one of the methyl groups. In the crystal, the molecules are arranged into centrosymmetric pairs via pairs of C-HÁ Á ÁO and C-HÁ Á ÁN interactions whereasstacking interactions between the benzene rings [centroid-centroid distance 3.91001 (15) Å ] organize them into polymeric strands propagating along the a-axis direction. There is a step of 0.644 (2) Å between the two planar parts of the centrosymmetric pair. In neighboring strands related by the n-glide operation, the aromatic rings are tilted by 29.08 (2) .
Related literature
For the use of the title compound as a key reagent in the synthesis of pharmaceutically active heterocycles, see: Bergeron et al. (2006) ; Delgado et al. (1987) . For another method of preparation of the title compound, see: Ushijima et al. (2012) . For the crystal structures of aromatic nitriles, see: Buschmann et al. (1995) ; Zabinski et al. (2007) ; Zanotti et al. (1980) . Table 1 Hydrogen-bond geometry (Å , ).
Experimental
Symmetry codes: (i) Àx þ 3; Ày þ 2; Àz þ 1; (ii) Àx þ 5 2 ; y þ 1 2 ; Àz þ 1 2 .
Data collection: CrysAlis PRO (Agilent, 2013); cell refinement: CrysAlis PRO; data reduction: CrysAlis PRO; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) within OLEX2 (Dolomanov et al., 2009 ); molecular graphics: PLATON (Spek, 2009); Mercury (Macrae et al., 2008) ; software used to prepare material for publication: SHELXL97 and PLATON.
Supplementary data and figures for this paper are available from the IUCr electronic archives (Reference: GK2594).
Comment
The aromatic ring (C1-C6) of the title compound is almost coplanar with non-H atoms of all substituents, with torsion angles of 3.2 (2)°, 2.5 (2)° and 178.7 (1)° for the methoxy group (C3-C2-O1-C8), for the methoxy group (C4-C5-O2-C9) and for the nitrile group (C5-C6-C1-C7), respectively. With the length of 1.1492 (19) Å, the triple bond of the nitrile group (C≡N) is at the higher end of the acceptable range of cyano bond lengths (Buschmann et al., 1995; Zanotti et al., 1980) , but longer than in comparable alkoxy-substituted benzonitriles (Zabinski et al., 2007) . The molecules of the title compound arrange themselves in pairs through C8-H8B···O1 and C8-H8B···N1 interactions (Table   1 , Fig. 2 ). In one pair, the average plane of the aromatic ring (C1-C6) of one molecule has an off-set of 0.644 (2) Å to the respective plane in the other molecule. The stacked centrosymmetric dimers form strands propagating along the a axis. Each pair in one strand forms four close contacts C9-H9B···N1 (Table 1) (2)° with the respective average plane of another molecule in the neighboring strand, with the molecules linked by C9-H9B···N1 close contact.
Experimental
To triphenylphosphine (870 mg, 3.3 mmol) in dry CH 2 Cl 2 (10 ml) was added bromotrichloromethane (650 mg, 3.3 mmol), and the resulting mixture was stirred at rt for 20 min, during which the solution turned from yellow to redbrownish in color. Thereafter, 2,5-dimethoxybenzaldoxime (552 mg, 3.05 mmol) was added. The reaction mixture was kept under reflux for 25 min. Then, triphenylphosphine (870 mg, 3.3 mmol) was added, and the mixture stirred for 8 h at reflux. The cooled reaction mixture was concentrated in vacuo and subjected directly to column chromatography on silica gel (CH 2 Cl 2 -hexane 5: 1) to give the title compound (195 mg, 39%) as colorless needles; m.p. 360 -361 K (Lit. 354 -358 K; Ushijima et al., 2012) ; n max (KBr/cm -1 ) 2224 (CN), 1582, 1508, 1420, 1287, 1237, 1120, 1039, 879, 815, 753, 704, 488; d 
Refinement
All carbon-bound hydrogen atoms were placed in calculated positions with C-H distances of 0.95 -0.98 Å and refined as riding with U iso (H) =xUeq(C), where x = 1.5 for methyl and x = 1.2 for all other H-atoms.
Computing details
Data collection: CrysAlis PRO (Agilent, 2013); cell refinement: CrysAlis PRO (Agilent, 2013); data reduction: CrysAlis PRO (Agilent, 2013); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) within OLEX2 (Dolomanov et al., 2009 ); molecular graphics: PLATON (Spek, 2009); Mercury (Macrae et al., 2008) ; software used to prepare material for publication: SHELXL97 (Sheldrick, 2008) and PLATON (Spek, 2009) .
Figure 1
A view of the title molecule with displacement ellipsoids shown at the 50% probability level.
Figure 2
Intermolecular interactions between molecules of the title compound. [Symmetry codes: i: x,y,z; ii: 3 -x,2 -y,1 -z; iii: 2.5 -x,-1/2 + y,1/2 -z; iv: -1/2 + x,1.5 -y,1/2 + z] supplementary materials sup-3 Acta Cryst. (2013). E69, o1808
Figure 3
The crystal packing diagram showing the C-H···O and C-H···N intermolecular interactions between molecules within pairs (green colored) and between molecules in different strands (blue colored). (7) 0.0204 (7) 0.0000 (6) 0.0026 (6) −0.0003 (6) C4 0.0178 (8) 0.0170 (7) 0.0194 (7) 0.0008 (6) 0.0024 (6) 0.0039 (6) C5 0.0157 (7) 0.0176 (8) 0.0165 (7) −0.0028 (6) 0.0020 (5) 0.0008 (6) C6 0.0169 (8) 0.0164 (7) 0.0206 (7) −0.0007 (6) 0.0041 (6) −0.0001 (6) C7 0.0210 (8) 0.0174 (8) 0.0196 (7) −0.0005 (7) 0.0030 (6) −0.0018 (6) C8 0.0260 (9) 0.0184 (8) 0.0196 (7) 0.0012 (7) −0.0007 (6) −0.0027 (6) C9 0.0256 (9) 0.0229 (8) 0.0189 (7) −0.0011 (7) −0.0029 (6) 0.0031 (6) N1 0.0334 (9) 0.0212 (7) 0.0243 (7) 0.0046 (6) −0.0004 (6) 0.0003 (6) O1 0.0258 (6) 0.0172 (6) 0.0171 (5) 0.0027 (5) −0.0029 (4) −0.0009 (4) O2 0.0281 (6) 0.0196 (6) 0.0174 (5) 0.0000 (5) −0.0033 (4) 0.0002 (4) Hydrogen-bond geometry (Å, º) 
2,5-Dimethoxybenzonitrile

